Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.031; wR factor = 0.083; data-to-parameter ratio = 13.0.
Selected interatomic distances (Å ).
Cg2 and Cg3 are the centroids of the C2-C5/C10/C11 benzene ring and the C5-C10 benzene ring, respectively.
Cg2Á Á ÁCg3 i 3.616 (4) Symmetry code: (i) x À 1 2 ; Ày þ 1 2 ; z. Table 2 Hydrogen-bond geometry (Å , ) .
Cg1 is the centroid of the O1/C12/C1/C2/C11 furan ring. Symmetry codes: (i) x À 1 2 ; Ày þ 1 2 ; z; (ii) Àx þ 3 2 ; y þ 1 2 ; z À 1 2 ; (iii) x À 1; y; z.
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 1997); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998) ; software used to prepare material for publication: SHELXL97.
2-Methyl-3-(phenylsulfonyl)naphtho [1,2-b] furan H. D. Choi, P. J. Seo, B. W. Son and U. Lee
Comment
As part of our ongoing study of 2-methylnaphtho[1,2-b]furan derivatives, the crystal structure of 2-methyl-3-(methylsulfinyl)naphtho [1,2-b] furan has been recently reported (Choi et al., 2006) . Herein we present the molecular and crystal structure of the title compound, (I).
In (I) (Fig. 1) , the naphthofuran unit is essentially planar, with a mean deviation of 0.007 Å from the least-squares plane defined by the thirteen constituent atoms. The crystal packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between adjacent benzene rings. The Cg2···Cg3 i distance is 3.616 (4) Å (Table 1 ; Cg2 and Cg3 are the centroids of the C2-C5/C10/C11 benzene ring and the C5-C10 benzene ring, respectively, symmetry code as in Fig. 2 ). The molecular packing is further stabilized by CH 2 -H···π interactions between the methyl group and the furan ring of the naphthofuran unit, with a C13-H13A···Cg1 i separation of 2.64 Å ( Fig. 2 and Table 2 ; Cg1 is the centroid of the O1/C12/C1/C2/C11 furan ring; symmetry code as in Fig. 2) . Additionally, the weak hydrogen bonds were observed; one between the benzene H atom of naphthofuran unit and the O atom of sulfonyl group, with a C8-H8···O3 ii , a second between the benzene H atom of phenylsulfonyl group and adjacent O atom of sulfonyl group, with a C16-H16···O3 iii (Fig. 2 and Table 2 ; symmetry code as in Fig. 2) .
Experimental 3-Chloroperbenzoic acid (77%, 560 mg, 2.5 mmol) was added in small portions to a stirred solution of 2-methyl-3-(phenylsulfanyl)naphtho[1,2-b] furan (348 mg, 1.2 mmol) in dichloromethane (40 ml) at 273 K. After being stirred at room temperature for 4 h, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated in vacuum. The residue was purified by column chromatography (hexane-ethyl acetate, 2:1 v/v) to afford the title compound as a pale yellow solid [yield 84%, m.p. 412-413 K; R f = 0.64 (hexane-ethyl acetate, 2:1 v/v)]. Single crystals suitable for X-ray diffraction were prepared by slow evaporation of a dilute solution of the title compound in acetone at room temperature.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms and 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2Ueq(C) for all H atoms. Geometric parameters (Å, °) S1-O3 1.437 (2) C8-C9 1.367 (3) S1-O2 1.440 (2) C8-H8 0.9500 S1-C1 1.738 (2) C9-C10 1.422 (3) S1-C14 C8-C9-H9 120.5 C18-C19-H19 120.7 C10-C9-H9 120.5
O3-S1-C1-C12 −142.38 (19) C3-C2-C11-O1 −178.86 (17) O2-S1-C1-C12 −12.7 (2) C1-C2-C11-O1 0.0 (2) C14-S1-C1-C12 102.8 (2) C3-C2-C11-C10 0.2 (3) O3-S1-C1-C2 32.34 (19) C1-C2-C11-C10 179.12 (19) O2-S1-C1-C2 162.06 (16) C5-C10-C11-O1 179.07 (18) C14-S1-C1-C2 −82.51 (18)
−179.2 (2) S1-C1-C12-C13 −1.7 (4) C3-C4-C5-C10 0.9 (3) O3-S1-C14-C19 −22.04 (19) C10-C5-C6-C7 0.5 (3) O2-S1-C14-C19 −152.05 (17) C4-C5-C6-C7 −179.5 (2) C1-S1-C14-C19 91.94 (18) C5-C6-C7-C8 −0.2 (4) O3-S1-C14-C15 156.92 (16) C6-C7-C8-C9 −0.4 (4) O2-S1-C14-C15 26.90 (19) C7-C8-C9-C10 0.6 (3) C1-S1-C14-C15 −89.10 (18) C6-C5-C10-C11 179.43 (18) C19-C14-C15-C16 1.4 (3) C4-C5-C10-C11 −0.6 (3) S1-C14-C15-C16 −177.59 (17) 
